Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.003 Å; R factor = 0.037; wR factor = 0.075; data-to-parameter ratio = 7.7.
The title compound, C 16 H 11 N 3 O 3 , crystallizes with two independent molecules which are almost identical to each other in the asymmetric unit. The dihedral angle between the quinoline ring system and the nitrobenzene ring is 51.04 (9) in one of the molecules and 48.91 (9) in the other. The crystal packing is stabilized by C-HÁ Á ÁO hydrogen bonds andinteractions, with a centroid-centroid distance of 3.6010 (15) Å .
Related literature
For general background, see: Oku et al. (1998 Oku et al. ( , 1999 . For a related structure, see: Lei et al. (2008) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.075 S = 1.14 3071 reflections 397 parameters 1 restraint H-atom parameters constrained Á max = 0.19 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Special details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x
0.1573 (2) 0.43422 (7) 0.1784 (2) 0.0308 (4) (12) 0.0233 (12) −0.0008 (9) −0.0003 (10) −0.0022 (10) C8 0.0201 (11) 0.0178 (11) 0.0165 (11) 0.0016 (9) 0.0027 (9) 0.0005 (9) C9 0.0206 (11) 0.0185 (12) 0.0152 (11) 0.0017 (9) 0.0038 (9) 0.0004 (9) C10 0.0212 (12) 0.0233 (12) 0.0175 (12) 0.0029 (10) 0.0023 (9) 0.0014 (10) C11 0.0191 (11) 0.0190 (11) 0.0170 (11) −0.0009 (9) 0.0010 (9) −0.0002 (10) C12 0.0125 (10) 0.0180 (11) 0.0188 (11) −0.0009 (9) −0.0006 (9) −0.0001 (9) C13 0.0144 (10) 0.0196 (11) 0.0195 (11) −0.0028 (9) 0.0003 (9) −0.0022 (9) C14 0.0135 (10) 0.0207 (11) 0.0166 (11) −0.0022 (8) −0.0011 (8) 0.0043 (9) C15 0.0185 (11) 0.0177 (12) 0.0252 (13) 0.0001 (9) 0.0023 (10) 0.0009 (10) C16 0.0224 (12) 0.0186 (12) 0.0212 (12) −0.0022 (9) 0.0009 (10) −0.0022 (10) C17 0.0164 (11) 0.0219 (12) 0.0181 (12) −0.0006 (9) 0.0000 (9) 0.0002 (9) O1A 0.0235 (8) 0.0199 (8) 0.0229 (9) 0.0015 (7) −0.0048 (7) 0.0002 (7) (14) −0.0011 (9) 0.0040 (10) 0.0045 (10) C6A 0.0217 (12) 0.0204 (12) 0.0284 (13) 0.0013 (10) −0.0020 (10) 0.0076 (11) C7A 0.0214 (11) 0.0214 (12) 0.0224 (12) −0.0009 (9) 0.0001 (10) 0.0022 (10) C8A 0.0158 (10) 0.0154 (11) 0.0210 (12) −0.0009 (9) 0.0019 (9) 0.0012 (9) C9A 0.0144 (10) 0.0198 (11) 0.0214 (11) −0.0024 (9) 0.0027 (9) 0.0017 (9) C10A 0.0171 (11) 0.0203 (12) 0.0260 (12) −0.0032 (9) 0.0029 (9) −0.0026 (10) C11A 0.0173 (11) 0.0199 (12) 0.0183 (12) 0.0005 (9) 0.0012 (10) −0.0001 (10) C12A 0.0192 (11) 0.0165 (11) 0.0164 (11) 0.0001 (9) 0.0015 (9) 0.0005 (9) C13A 0.0224 (12) 0.0203 (12) 0.0138 (11) 0.0016 (9) −0.0022 (9) 0.0010 (9) C14A 0.0206 (11) 0.0188 (12) 0.0188 (11) −0.0016 (9) −0.0018 (9) 0.0003 (9) supplementary materials sup-9 Fig. 1 
